O 2 ) 4 (C 10 H 8 N 2 ) 2 (H 2 O)]Á2.5CH 3 CNÁ-C 14 H 12 O 2 (2), the complex units are stabilized by a variety of intra-and intermolecular hydrogen bonds, as well as C-HÁ Á Á andcontacts between the aromatic systems of the pyridine, dipyridyl and diphenylacetate ligands. Despite the fact that the diphenylacetate ligand is sterically bulky, this does not interfere with the formation of the described aqua-bridged dimeric core, even with a 2,2 0 -bipyridine ligand, which has a strong chelating effect.
Chemical context
The title compounds, 1 and 2, were synthesized as a part of our ongoing research on catalytically active polynuclear Ni II and Co II carboxylate complexes with various structures and nuclearity in lactone ring-opening polymerization and ketone hydrosilylation. They belong to the type of aqua-bridged dinickel(II) carboxylates with the general formula [M II 2 (-H 2 O)(-O 2 CR) 2 (O 2 CR) 2 L n ] (n = 4 in the case of a monodentate ligand or 2 in the case of bidentate coordination), well known since the 1970s (Turpeinen, 1976) . In this work, it is shown that the reaction of highly reactive synthetic hellyerite, NiCO 3 Á5.5H 2 O (Bette et al., 2016) , a stoichiometric amount of diphenylacetic acid and treatment with the N-donor ligand leads to self-assembly of the title compounds. The use of sterically bulky ligands and ligands that are prone to the formation of multiple intra-and intermolecular interactions can give unexpected and interesting results (Lee et al., 2002; Nikolaevskii et al., 2016) .
Structural commentary
In the title binuclear complexes, 1 and 2, each Ni II ion is sixcoordinated by two carboxylate O atoms from two bidentatebridged diphenylacetate ligands, one O atom from a monodentate diphenylacetate ligand, two N atoms from two pyridine (Py) (for 1) or one 2,2 0 -bipyridine (Bipy) ligand (for 2) and one O atom from a bridging aqua ligand in an octahedral geometry ( Figs. 1 and 2) . The complexes display idealized twofold symmetry, with the axis passing through the bridging water molecule. The NiÁ Á ÁNi distances in the complexes are ISSN 2056-9890 3.5779 (4) (for 1) and 3.4826 (5) Å (for 2). Each monodentate coordinated diphenylacetate ligand is involved in the formation of an intramolecular hydrogen bond with a bridging water molecule. Hydrogen-bond geometries are specified in Tables 1 and 2.
Supramolecular features
In the crystal packing of compound 1, molecules are combined into pairs connected by a centre of symmetry using offset faceto-facestacking interactions, in which coordinated pyridine ligands of each complex [the N1/C1-C5Á Á ÁN1 iii /C1 iii -C5 iii plane-to-plane distance = 3.342 Å ; symmetry code: (iii) Àx + 2, Ày + 1, Àz] are involved. These pairs, which result from the intermolecular hydrogen bonds between Py ligands and O atoms of carbonyl groups of diphenylacetate ligands [C8-H8Á Á ÁO8 i and C12-H12Á Á ÁO2 ii ; symmetry codes: (i) Àx + 1, Ày + 1, Àz + 1; (ii) Àx + 1, Ày + 1, Àz + 1], form layered structures parallel to the (101) plane. The layers form a 3D supramolecular structure through intermolecular C-HÁ Á Á contacts, as well asstacking interactions between the phenyl substituents of diphenylacetate ligands [C57-C62Á Á ÁCg1 iv , plane-to-centroid distance = 3.231 Å ; Cg1 is the centroid of the C57A-C62A ring; symmetry code: (iv) Àx + 2, Ày + 2, Àz].
In the crystal structure of compound 2, each molecule of the complex is associated with two neighbouring molecules via stacking interactions between Bipy ligands [N1-N2Á Á ÁN1 i -N2 i and N3-N4Á Á ÁN3 ii -N4 ii , plane-to-plane distances = 3.342 (2) and 3.310 (1) Å , respectively; symmetry codes: (i) Àx + 1, Ày + 1, Àz + 2; (ii) Àx + 1, Ày + 2, Àz + 1]. As a result, polymer chains are formed along the [011] direction, in which every pair of neighbouring molecules is connected by a centre of symmetry. The chains are linked through C-HÁ Á Á interactions of phenyl substituents of diphenylacetate ligands and thereby form a three-dimensional supramolecular framework. Acetonitrile solvent molecules are associated with complex units via van der Waals interactions.
Hirshfeld surface analysis
In order to visualize and quantitatively describe intermolecular interactions in the crystal packing of complexes 1 and 2, Hirshfeld surface analysis (Spackman & Jayatilaka, 2009 ) and two-dimensional fingerprint plots (McKinnon et al., 2007) were carried out and generated using CrystalExplorer (Version 17; Turner et al., 2017) . The percentage contributions of the intermolecular interactions to the Hirshfeld surface are shown in Figs. 3 (for 1) and 4 (for 2).
For compound 1, the largest bright-red spots on the Hirshfeld surface near the phenyl substituents (C37-C42, C37A-C42A and C43-C48) of the diphenylacetate ligands ( Fig. 5a ) are indicative of C-HÁ Á Á interactions. Such spots are associated with disorder of the aforementioned phenyl substituents. In addition, other bright-red zones correspond to the weak hydrogen bonds C8-H8Á Á ÁO8 ii and C12-H12Á Á ÁO2 iii (Fig. 5b and Table 1 ).
On the surface over shape index (Fig. 6 ), areas highlighted by white ellipses and blue and red triangles united along a common vertex are observed, which confirms the presence of Table 1 Hydrogen-bond geometry (Å , ) for 1. Symmetry codes: (i) Àx þ 2; Ày þ 1; Àz þ 1; (ii) Àx þ 1; Ày þ 1; Àz þ 1. Table 2 Hydrogen-bond geometry (Å , ) for 2. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 2; (ii) Àx þ 1; Ày þ 2; Àz þ 1.
research communications Figure 1 The molecular structure of 1, showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms have been omitted for clarity.
Figure 2
The molecular structure of 2, showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms and solvent molecules have been omitted for clarity.
close CÁ Á ÁC interplanar contacts and, therefore,stacking interactions between Py ligands. For compound 2, the bright-red spots on the Hirshfeld surface correspond to hydrogen bond O11-H11AÁ Á ÁO8 with the diphenylacetic acid molecule, as well as weak C4-H4Á Á ÁO5 i and C17-H17Á Á ÁO4 ii hydrogen bonds between the O atoms of bridged diphenylacetate ligands and Bipy ligands ( Fig. 7 and Table 2 ). Other observed red spots correspond to C-HÁ Á Á interactions between the phenyl substituents of diphenylacetate ligands [C67-H67Á Á ÁCg2 iii and C61-H61Á Á ÁC68 iv ; Cg2 is the centroid of the C23-C28 ring; symmetry codes: (iii) x + 1, y, z; (iv) Àx + 2, Ày + 1, Àz + 1], as well as NÁ Á ÁH interactions involving acetonitrile solvent molecules [C59-H59Á Á ÁN7A i ; symmetry code: (i) Àx + 1, Ày + 1, Àz + 2].
As in the case of complex 1, close CÁ Á ÁC interplanar contacts, responsible forstacking interactions between The two-dimensional fingerprint plots for compound 1.
Figure 4
The two-dimensional fingerprint plots for compound 2.
Figure 5
The Hirshfeld surface mapped over d norm for compound 1 in the range À0.4078 to 1.4837 a.u.
Bipy ligands, are displayed as patches of combined blue and red triangles on the surface over shape index (Fig. 8 ).
Database survey
A search in the Cambridge Structural Database (CSD, Version 5.40, updated February 2019; Groom et al., 2016) Hirshfeld surface of compound 1 plotted over shape-index.
Figure 7
The Hirshfeld surface mapped over d norm for compound 2 in the range À0.7804 to 1.5753 a.u. 6. Synthesis and crystallization 6.1. Compound 1 A suspension of synthetic hellyerite, NiCO 3 Á5.5H 2 O (0.653 g, 3.0 mmol), in acetonitrile (40 ml) was added to a solution of diphenylacetic acid (1.274 g, 6.0 mmol) in 10 ml acetonitrile. After full conversion of hellyerite, pyridine (0.485 ml, 6.0 mmol) was added and the solution was refluxed for 15 min. The resulting pale-green-blue solution was cooled to room temperature and filtered. After a few days, blue crystals of 1 were collected by filtration (yield $70%).
Compound 2
The synthesis of compound 2 was carried out in a similar manner to the synthesis of compound 1, but 2,2 0 -bipyridine (0.469 g, 3.0 mmol) was added instead of pyridine. The resulting blue solution was cooled to room temperature and filtered. After a few days, blue crystals of 2 were collected by filtration (yield $60%).
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 3 . The H atoms of the water molecules were located in difference Fourier maps and refined freely. The other H atoms were placed in calculated positions and refined using a riding model, with C-H = 0.98 Å and U iso (H) = 1.2U eq (C) for the tertiary C atoms, C-H = 0.93 Å and U iso (H) = 1.2U eq (C) for aromatic C atoms, and C-H = 0.96 Å and U iso (H) = 1.5U eq (C) for methyl groups.
Computing details
For both structures, data collection: CrysAlis PRO (Rigaku OD, 2017) ; cell refinement: CrysAlis PRO (Rigaku OD, 2017) ; data reduction: CrysAlis PRO (Rigaku OD, 2017) ; program(s) used to solve structure: SHELXT (Sheldrick, 2015a ); program(s) used to refine structure: SHELXL (Sheldrick, 2015b) ; molecular graphics: OLEX2 (Dolomanov et al., 2009 ) and DIAMOND (Brandenburg, 2012) ; software used to prepare material for publication: OLEX2 (Dolomanov et al., 2009) . 
µ-Aqua-κ 2 O:O-di-µ-diphenylacetato-κ 4 O:O′-bis[(diphenylacetato-κO)bis(pyridine-κN)nickel(II)] (1)

Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) Atomic displacement parameters (Å 2 )
Ni1 0.01573 (13) 0.01719 (13) 0.01225 (12) 0.00063 (9) −0.00144 (9) −0.00258 (9) Ni2 0.01713 (13) 0.02215 (14) 0.01389 (13) 0.00304 (10) −0.00201 (9) −0.00521 (10) O1 0.0222 (5) 0.0189 (5) 
0.0173 (6) 0.0204 (6) 0.0144 (6) −0.0019 (5) −0.0024 (5) −0.0033 (5) N2 0.0208 (6) 0.0225 (6) 0.0166 (6) 0.0026 (5) −0.0032 (5) −0.0040 (5) N3 0.0168 (6) 0.0318 (7) 0.0197 (6) −0.0012 (5) −0.0034 (5) −0.0076 (5) N4 0.0280 (7) 0.0299 (7) 0.0155 (6) 0.0096 (5) −0.0013 (5) −0.0041 (5) C1 0.0248 (7) 0.0211 (7) 0.0164 (7) −0.0017 (6) −0.0020 (6) −0.0021 (5) C2 0.0273 (8) 0.0283 (8) 0.0183 (7) −0.0070 (6) 0.0002 (6) −0.0006 (6) C3 0.0187 (7) 0.0351 (9) 0.0195 (8) −0.0049 (6) 0.0031 (6) −0.0078 (6) C4 0.0185 (7) 0.0246 (8) 0.0289 (8) −0.0001 (6) 0.0020 (6) −0.0079 (6) C5 0.0190 (7) 0.0200 (7) 0.0209 (7) −0.0023 (6) −0.0007 (6) −0.0025 (6) C6 0.0266 (8) 0.0233 (7) 0.0178 (7) 0.0022 (6) −0.0017 (6) −0.0023 (6) C7 0.0404 (9) 0.0252 (8) 0.0190 (8) 0.0071 (7) −0.0073 (7) −0.0010 (6) C8 0.0343 (9) 0.0336 (9) 0.0283 (9) 0.0098 (7) −0.0175 (7) −0.0076 (7) C9 0.0240 (8) 0.0359 (9) 0.0314 (9) 0.0015 (7) −0.0094 (7) −0.0073 (7) C10 0.0221 (7) 0.0283 (8) (8) C21 0.0165 (7) 0.0234 (7) 0.0167 (7) −0.0023 (6) −0.0016 (5) −0.0032 (6) C22 0.0205 (7) 0.0216 (7) 0.0187 (7) −0.0062 (6) 0.0041 (6) −0.0001 (6) C23 0.0178 (7) 0.0279 (8) 0.0208 (8) −0.0072 (6) 0.0077 (6) −0.0069 (6) C24 0.0365 (9) 0.0314 (9) 0.0289 (9) −0.0130 (7) 0.0083 (7) −0.0081 (7) C25 0.0534 (12) 0.0477 (11) 0.0348 (10) −0.0288 (10) 0.0141 (9) −0.0205 (9) C26 0.0399 (10) 0.0666 (13) 0.0272 (9) −0.0264 (10) 0.0087 (8) −0.0231 (9) C27 0.0301 (9) 0.0550 (11) 0.0188 (8) −0.0113 (8) 0.0035 (7) −0.0079 (7) C28 0.0250 (8) 0.0333 (9) 0.0214 (8) −0.0086 (7) 0.0039 (6) −0.0060 (6) C29 0.0219 (7) 0.0145 (7) 0.0287 (8) −0.0052 (6) 0.0011 (6) −0.0006 (6) C30 0.0278 (8) 0.0210 (7) 0.0291 (8) −0.0099 (6) −0.0016 (6) −0.0034 (6) C31 0.0319 (9) 0.0257 (8) 0.0425 (10) −0.0084 (7) −0.0133 (8) −0.0053 (7) C32 0.0215 (8) 0.0256 (8) 0.0508 (11) −0.0039 (6) −0.0052 (7) −0.0074 (7) C33 0.0255 (8) 0.0297 (9) 0.0366 (10) −0.0007 (7) 0.0050 (7) −0.0033 (7) C34 0.0253 (8) 0.0303 (8) 0.0268 (8) −0.0002 (7) 0.0017 (6) 0.0013 (7) C35 0.0196 (7) 0.0188 (7) 0.0141 (7) −0.0016 (5) −0.0027 (5) −0.0020 (5) C36 0.0187 (7) 0.0247 (7) 0.0141 (7) 0.0011 (6) 
0.051 (2) 0.036 (2) (12) C47 0.0412 (10) 0.0473 (11) 0.0311 (10) −0.0032 (9) −0.0050 (8) 0.0129 (8) C48 0.0439 (10) 0.0362 (9) 0.0213 (8) −0.0044 (8) 0.0008 (7) −0.0010 (7) C49 0.0266 (8) 0.0216 (7) 0.0124 (7) 0.0001 (6) −0.0015 (6) −0.0030 (5) C50 0.0348 (9) 0.0184 (7) 0.0222 (8) −0.0023 (6) 0.0067 (7) −0.0040 (6) C51 0.0213 (8) 0.0241 (8) 0.0396 (10) −0.0062 (6) 0.0055 (7) −0.0070 (7) (17) C63 0.0176 (7) 0.0209 (7) 0.0115 (6) −0.0058 (5) 0.0021 (5) −0.0009 (5) C64 0.0168 (7) 0.0253 (7) 0.0144 (7) −0.0061 (6) −0.0004 (5) −0.0037 (5) C65 0.0271 (8) 0.0257 (8) 0.0141 (7) −0.0107 (6) −0.0005 (6) −0.0036 (6) C66 0.0263 (8) 0.0284 (9) 0.0461 (11) −0.0093 (7) −0.0049 (7) 0.0026 (7) C67 0.0372 (10) 0.0284 (9) 0.0479 (11) −0.0052 (7) −0.0110 (8) 0.0008 (8) C68 0.0603 (13) 0.0251 (9) 0.0394 (11) −0.0160 (9) 0.0023 (9) −0.0003 (8) C69 0.0613 (15) 0.0348 (11) 0.0884 (19) −0.0221 (11) 0.0407 (13) −0.0024 (11) C70 0.0402 (11) 0.0307 (10) 0.0612 (14) −0.0127 (8) 0.0254 (10) −0.0058 (9) C71 0.0227 (7) 0.0190 (7) 0.0152 (7) −0.0071 (6) 0.0013 (6) −0.0059 (5) C72 0.0254 (8) 0.0251 (8) 0.0180 (7) −0.0085 (6) −0.0012 (6) −0.0048 (6) C73 0.0399 (9) 0.0322 (9) 0.0157 (7) −0.0110 (7) −0.0009 (7) −0.0021 (6) C74 0.0364 (9) 0.0333 (9) 0.0211 (8) −0.0130 (7) 0.0110 (7) −0.0061 (7) C75 0.0232 (8) 0.0330 (9) 0.0279 (9) −0.0099 (7) 0.0070 (6) −0.0097 (7) C76 0.0227 (7) 0.0274 (8) C20-C19-H19 120.4 C60A-C59A-H59A 120.8 N4-C20-C19 122.2 (2) C59-C60-H60 120.0 N4-C20-H20 118.9 C61-C60-C59 120.1 (5) C19-C20-H20 118.9 C61-C60-H60 120.0 O1-C21-C22 116.15 (12) C59A-C60A-H60A 120.2 O2-C21-O1 126.15 (14) C61A-C60A-C59A 119.6 (6) O2-C21-C22 117.69 (13) C61A-C60A-H60A 120.2 C21-C22-H22 106.9 C60-C61-H61 119.6 C23-C22-C21 113.29 (12) C60-C61-C62 120.8 (4) C23-C22-H22 106.9 C62-C61-H61 119.6 C23-C22-C29 113.40 (12) C60A-C61A-H61A 119.1 C29-C22-C21 109.11 (11) C60A-C61A-C62A 121.8 (7) C29-C22-H22 106.9 C62A-C61A-H61A 119.1 C24-C23-C22 118.21 (14) C61-C62-H62 120.0 C28-C23-C22 123.48 (14) C61-C62-C57 120.0 (5) 120.0 (6) C58-C57-C50 113.5 (4) C42-C37-C38 119.6 (6) C58-C57-C62 119.6 (5) C38A-C37A-C36 124.1 (5) C62-C57-C50 126.7 (5)
−178.68 (9) C37-C36-C43-C48 −72.7 (4) Ni1-N1-C1-C2 −179.68 (11) C37-C38-C39-C40 −2.2 (8) Ni1-N1-C5-C4 178.74 (11) C37A-C36-C43-C44 123.1 (4) Ni1-N2-C6-C7 −175.36 (11) C37A-C36-C43-C48 −82.6 (4) Ni1-N2-C10-C9 175.80 (12) C37A-C38A-C39A-C40A −1.2 (8) Ni2-O4-C35-O3 9.4 (2) C38-C37-C42-C41 −0.2 (9) Ni2-O4-C35-C36 −170.28 (10) C38-C39-C40-C41 0.8 (8) Ni2-O6-C49-O5 13.1 (2) C38A-C37A-C42A-C41A 2.4 (11) Ni2-O6-C49-C50 −167.89 (10) C38A-C39A-C40A-C41A 2.3 (9) Ni2-O7-C63-O8 −17.3 (2) C39-C40-C41-C42 0.9 (7) Ni2-O7-C63-C64 163.81 (9) C39A-C40A-C41A-C42A −1.1 (10) O4-C35-C36-C37A −33.8 (3) C44A-C43-C48-C47 26.6 (3) O4-C35-C36-C43 83.01 (17) C44A-C45A-C46A-C47 −0.6 (6) O5-C49-C50-C51 −71.40 (17)
179.70 (15) C61-C62-C57-C50 174.4 (4) C22-C23-C28-C27 179.88 (14) C61-C62-C57-C58 −0.4 (7) C22-C29-C30-C31 −177.09 (13) C62A-C57A-C58A-C59A −0.6 (7) C22-C29-C34-C33 176.92 ( 
Hydrogen-bond geometry (Å, º) -κ 2 O:O-di-µ-diphenylacetato-κ 4 O:O′-\ bis[(2,2′-bipyridine-κ 2 N,N′) where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.48 e Å −3 Δρ min = −0.57 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
µ-Aqua
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) Ni1 0.48008 (2) 0.65582 (2) 0.79941 (2) 0.01430 (7) Ni2 0.53556 (2) 0.83920 (2) 0.69046 (2) 0.01383 (7) O1 0.49052 (8) 0.60373 (7) 0.70516 (7) 0.0185 (2) O2 0.63673 (8) 0.61134 (7) 0.62971 (7) 0.0198 (2) O3 0.36089 (8) 0.75365 (7) 0.76627 (7) 0.0175 (2) O4 0.41490 (8) 0.84939 (7) 0.66178 (7) 0.0179 (2) (7) −0.0047 (7) C55 0.0302 (9) 0.0287 (9) 0.0211 (9) −0.0141 (7) 0.0003 (7) −0.0088 (7) (8) 0.0237 (9) −0.0051 (7) −0.0075 (7) −0.0053 (7) C79 0.0181 (8) 0.0222 (8) 0.0269 (9) −0.0037 (7) −0.0068 (7) −0.0037 (7) C80 0.0241 (9) 0.0255 (9) 0.0262 (9) −0.0077 (7) −0.0059 (7) −0.0030 (7) C81 0.0299 (9) 0.0303 (9) 0.0299 (10) −0.0069 (8) −0.0082 (8) −0.0090 (8) C82 0.0430 (11) 0.0239 (9) 0.0410 (11) −0.0087 (8) −0.0137 (9) −0.0078 (8) C83 0.0562 (13) 0.0251 (10) 0.0330 (11) −0.0148 (9) −0.0115 (10) 0.0021 (8) C84 0.0378 (10) 0.0256 (9) 0.0252 (9) −0.0064 (8) −0.0075 (8) −0.0034 (7) C85 0.0215 (8) 0.0240 (8) 0.0281 (9) −0.0059 (7) −0.0047 (7) −0.0108 (7) C86 0.0277 (9) 0.0304 (9) 0.0288 (10) −0.0099 (8) −0.0060 (7) −0.0069 (8) C87 0.0390 (11) 0.0306 (10) 0.0333 (11) −0.0157 (9) 0.0014 (8) −0.0106 (8) C88 0.0282 (10) 0.0348 (11) 0.0564 (14) −0.0157 (8) 0.0062 (9) −0.0251 (10) C89 0.0232 (9) 0.0371 (11) 0.0619 (14) −0.0066 (8) −0.0102 (9) −0.0245 (10) C90 0.0260 (9) 0.0281 (9) 0.0392 (11) −0.0047 (7) −0.0120 (8) −0.0127 (8) N6 0.0373 (11) 0.0650 (14) 0.0478 (13) 0.0032 (10) −0.0042 (9) 0.0065 (11) C93 0.0235 (10) 0.0553 (14) 0.0355 (12) 0.0000 (9) −0.0057 (8) −0.0077 (11) C94 0.0267 (10) 0.0723 (17) 0.0331 (12) −0.0060 (11) −0.0043 (9) −0.0024 (11) N7 0.044 (5) 0.063 (6) 0.050 (5) −0.022 (5) −0.013 (4) −0.021 (4) N7A 0.043 (5) 0.047 (5) 0.051 (5) −0.016 (4) −0.017 (4) 0.020 (4) C95 0.039 (7) 0.026 (4) 0.026 (5) −0.018 (5) 0.003 (5) −0.013 (4) C95A 0.036 (7) 0.037 (6) 0.023 (6) −0.021 (6) 0.007 (5) −0.011 (5) C96 0.031 (5) 0.096 (9) 0.036 (6) 0.022 (6) 0.005 (4) −0.003 (5) C96A 0.031 (5) 0.096 (9) 0.036 (6) 0.022 (6) 0.005 (4) −0.003 (5) N5 0.0647 (14) 0.0425 (11) 0.0501 (12) −0.0274 (10) 0.0012 (10) −0.0129 (9) C91 0.0335 (11) 0.0296 (10) 0.0421 (12) −0.0068 (9) −0.0036 (9) −0.0036 (9) C92 0.0388 (12) 0.0487 (13) 0.0655 (16) −0.0221 (11) −0.0200 (11) 0.0082 (12) Geometric parameters (Å, º) 
